C 21 H 25 FeN 6 ·BF4, monoclinic, Pn (no. 7), a = 9.6166(5) Å,
Bruker [1] , SHELX [2, 3] 
Source of material
Firstly, the neutral bitriazole cycle was prepared by clicking reaction of 1,1′-bis(azidomethyl)ferrocene and 1,7-octanediyne via the literature method [4] . Then, 0.5 mmol of this neutral precursor and 1 mmol of (MeO) 3 BF4 were added into 30 mL dichloromethane solution. The mixture was reacted for 24 h at room temperature, and 1 mL of methanol was added to quench the reaction. The mixture was evaporated to dryness under reduced pressure. The crude mixture was purified by crystallisation using a dichloromethane/hexane mixture as the solvent. Yellow single crystals were obtained by slow vapor diffusion of ethyl ether into a dichloromethane solution.
Experimental details
Hydrogen atoms were placed in their geometrically idealised positions and constrained to ride on their parent atoms.
Comment
The Cu(I)-catalyzed azide-alkyne 1,3-dipolar cycloaddition (CuAAC) reaction [5] , one of the most widely used "click reactions", has been wildly used to synthesise novel chemosensor [6, 7] . The click derived 1,2,3-triazole ring is a good donor for both metal ions and anions via metal-N coordination or CH· · · anions hydrogen bonding. Herein, we synthesise a new ferrocence-containing macrocycle using the aforementioned click reaction, and report its crystal structure. The asymmetric unit of the title crystal structure contains the cyclic cation and the tetrafluoroborate anion. The cyclic ligand exhibits a cavity with the N1-N4 distance of 5.8 Å, and the Fe1-C10 distance of 6.0 Å, respectively. The dihedral angle between the planes defined by the triazole rings is 21.10(15) Å. In the ferrocene part, the iron atom is sandwiched almost perfectly centrally between the two cyclopentadienyl rings, with the Fe-C bond lengths in the range 2.012(7)-2.040(8) Å within the normal range [8] . The two cyclopentadienyl rings are not eclipsed, with the torsion angle of 13.7°.
